In the title compound, C 15 H 11 N 5 O, which was prepared as part of a study to identify fluorogenic substrates for the Cucatalysed azide-alkyne cycloaddition (CuAAC) reaction, the benzoxadiazole unit and the triazole ring are much more closely coplanar [dihedral angle = 10.92 (7) ] than either is to the benzyl group [dihedral angles = 69.13 (3) and 78.20 (4) , respectively]. The crystal structure features two different sets of weak intermolecular C-HÁ Á ÁN interactions between adjacent benzoxadiazole and triazole rings, forming a chain that propagates in the [110] direction parallel to the ab plane.
Related literature
For the synthesis of the title compound, see: Key & Cairo (2011) . For computational studies of the absorption and fluorescence of the title compound, see: Brown et al. (2012) . For structures with 4-aryl substituted 1-benzyl-1,2,3-triazole rings, see: Key et al. (2008) ; Li et al. (2011) ; Raghavendra & Lam (2004) ; Sarmiento-Sá nchez et al. (2011) . For two related benzoxadiazole structures, see: Key, Cairo & Ferguson (2012) ; Key, Cairo & McDonald (2012 Table 1 Hydrogen-bond geometry (Å , ). (Cairo et al., 2010) . We examined benzoxadiazole chromophores as substrates for the Cu-catalyzed azide-alkyne cycloaddition (CuAAC) by generating a series of analogs that contained either an alkyne or azide group appended to the ring. The title compound, I, was generated from 4-ethynylbenzoxadiazole (II), and showed a large increase in fluorescence relative to the precursor (Key & Cairo, 2011) . As a result, we designated compound II as a fluorogenic substrate for CuAAC.
In the crystal, the dihedral angle between the mean planes of the benzoxadiazole group and the triazole ring is 10.92 (7)°, while the benzyl ring is twisted significantly out of the plane of the other two rings, with dihedral angles of 69.13 (3)° and 78.20 (4)° to the benzoxadiazole and triazole rings, respectively. Two different sets of weak intermolecular C-H···N interactions are observed between adjacent triazole and benzoxadiazole rings related by the inversion centers ( 1 / 2 , 0, 0) (2.50 Å for H5···N3[1-x, -y, -z]) and (0, 1 / 2 , 0) (2.57 Å for H8···N2[-x, 1-y, -z]). A parallel-stacking interaction is observed between benzoxadiazole rings related by the inversion center ( 1 / 2 , 1 / 2 , 0) (interplanar spacing = 3.366 Å).
Experimental 4-Ethynylbenzoxadiazole (II) (26 mg, 0.18 mmol, 1 equiv) was dissolved in 1:1 water/methanol (5 mL), followed by addition of benzyl azide (0.095 mL, 0.90 mmol, 5 equiv). Copper sulphate (6 mg, 0.036 mmol, 0.2 equiv) and ascorbic acid (10 mg, 0.025 mmol, 0.3 equiv) were then added to the solution. The reaction mixture was allowed to stir at room temperature for 1.5 h turning an opaque white colour. The solvent was removed in vacuo and the crude product was dissolved into chloroform, washed with water, dried over MgSO 4 , and concentrated in vacuo. The compound was purified by column chromatography (EtOAc/hexanes), and obtained as a white powder (30 mg, 60% yield). m.p. 6, 149.0, 146.2, 133.8, 131.2, 129.6, 129.4, 128.5, 121.4, 117.3, 111.3, 54.8 
Refinement
All H atoms were generated in idealized positions and refined using a riding model with fixed C-H distances (C-H aromatic = 0.95 Å, C-H methylene = 0.99 Å) and with U iso (H) = 1.2U eq (C). Illustration of crystal packing as viewed parallel to the crystal a axis. Nonbonded C-H···N interactions are shown with dashed lines (see Table 1 ).
Figure 3
Compounds used in this study. Benzyl-1H-1,2,3-triazol-4-yl)-2,1,3 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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